Driving of a small solvated peptide in the IR and THz range--a comparative study of energy flow.
We present a comparative study of energy flow from a vibrationally excited solvated dialanine molecule to the surrounding water in the IR and THz range. We employ the driven molecular dynamics (DMD) approach to investigate the energy flow from the solute molecule to water molecules. As a result, we find a more rapid and efficient energy flow from the solute to the water when exciting THz modes compared to IR modes. Our results show a strong coupling of the low frequency mode of the solute and the water dynamics in the THz regime. In contrast, when exciting the IR modes of the solute, we find much more localized motions.